The crystal structure is shown in the figure. Tables 1 and 2 contain details on crystal structure and measurement conditions and a list of the atoms including atomic coordinates and displacement parameters.
4-chlorobenzaldehyde (10 mmol), malononitrile (10 mmol) and 4-(dimethylamino)pyridine (DMAP) (1 mmol) in ethanol (100 mL) was refluxed for 2−3 h and then cooled to room temperature. After filtering the precipitates, they were sequentially washed with ice-cooled water and ethanol and then dried under a vacuum.
Experimental details
H atoms bonded to C and N atoms were positioned geometrically and refined using a riding model, with C-H = 0.96 Å and N-H = 0.86 Å with U iso (H) = 1.2 times Ueq(C) and 1.2 times Ueq(N).
Comment
Natural products have impact on chemical biology and drug discovery, and the structural diversity of natural products has provided medicinal chemists an important source of inspiration in their search for molecules with pharmacological activity [1] [2] [3] . Pyranes cover a wide range of biological properties, including anti-oxidant, anti-inflammatory and anti-microbial as well as anticancer activities [4] . In the crystal structure of the title compound ( Figure) , the pyran ring and the adjacent cyclopentenone moiety both are basically planar, and roughly coplanar. The bond distances and the bond angles in the title compound are comparable with those in the reported compound C15H 10 Cl 2 N 2 O 2 [5] . The structural features of the title compound are very similar to those in C15H 10 Cl 2 N 2 O 2 . In published compound, two Cl atoms at the phenyl moiety are present. While one Cl atom was found in the title compound.
